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Abstract

Large-scale simulations of importance to the Department of Energy often involve the solution of
partial differential equations (PDES). In such simulations, continuous (infinite-dimensional) mathe-
matical models are approximated with finite-dimensional models. To obtain the required accuracy
and resolve the multiple scales of the underlying physics, the finite-dimensional models must often
be extremely large, thus requiring terascale computers. Fortunately, continuous problems provide
a natural way to generate a hierarchy of approximate models, through which the required solution
may be obtained efficiently by various forms of “bootstrapping.” The most dramatic examples are
multigrid methods, but we also exploit other hierarchical representations herein.

We propose an Enabling Technology Center (ETC) that focuses on developing, implementing,
and supporting optimal or near optimal schemes for PDE simulations and closely related tasks, in-
cluding optimization of PDE-constrained systems, eigenanalysis, and adaptive time integration. The
Terascale Optimal PDE Simulations (TOPS) Center will research, develop, and deploy an integrated
toolkit of open source, (nearly) optimal complexity solvers for the nonlinear partial differential equa-
tions that arise in many Office of Science application areas, including fusion, accelerator design,
global climate change, and reactive chemistry. These algorithms — primarily multilevel methods —
aim to reduce computational bottlenecks by one to three orders of magnitude on terascale computers,
enabling scientific simulation on a scale heretofore impossible. Along with usability, robustness, and
algorithmic efficiency, an important goal of this ETC will be to attain the highest possible computa-
tional performance in its implementations by accommodating to the memory bandwidth limitations
of hierarchical memory architectures.



1 Background and Significance

Multicomponent nonlinear partial differential equations (PDESs) provide the common mathematical expres-
sion of many DOE simulations, including accelerator design, fusion, diesel and internal combustion engines,
groundwater and oil reservoirs, and climate. Such simulation codes require implicit solvers for multiscale,
multiphase, multiphysics phenomena from hydrodynamics, electromagnetism, radiation transport, chemical
kinetics, and quantum chemistry. Problem sizes are typically now in the millions of unknowns; and with
emerging large-scale computing systems and inexpensive clusters, we expect this size to increase by a fac-
tor of a thousand over the life of the project. Moreover, these simulations are increasingly used for design
optimization, parameter identification, and process control applications that require many repeated, related
simulations.

Unfortunately, the implicit solution algorithms currently used in many Office of Science applications have
far from optimal computational complexities and are invariably bottlenecks that limit the scalability of the en-
tire application, independent of the quality of the implementation. For example, an increase in problem size of
a factor of 100 can easily result in an increase in work requirements of 1000. In comparison, optimal complex-
ity algorithms have work (and memory) requirements that grow only linearly with problem size. Multilevel
(or multigrid) methods make up a class of optimal complexity algorithms that have produced spectacular im-
provements in overall simulation time (for example, we have demonstrated speedups of up to two orders of
magnitude in solver time in some legacy DOE groundwater and fusion simulations). However, current mul-
tilevel software tends to be problem-specific and is mature only for scalar (as opposed to multicomponent)
PDEs. Because of the potential payoff, this ETC will expend much of its effort on developing practical, usable
multilevel methods for comprehensive aspects of PDE simulations.

This ETC is concerned with five PDE simulation capabilities: adaptive time integrators for stiff systems,
nonlinear implicit solvers, optimization, linear solvers, and eigenanalysis. The relationship between these
areas is depicted in Figure 1. In addition, the ETC will contain two cross-cutting topics: software integration
(or interoperability) and high-performance coding techniques for PDE applications.

Optimal (and nearly optimal) complexity numerical algorithms almost invariably depend upon a hierarchy
of approximations to “bootstrap” to the required highly accurate final solution. Generally, an underlying con-
tinuum (infinite-dimensional) high fidelity mathematical model of the physics is discretized to “high” order
on a “fine” mesh to define the top level of the hierarchy of approximations. The representations of the prob-
lem at lower levels of the hierarchy may employ other models (possibly of lower physical fidelity), coarser
meshes, lower order discretization schemes, inexact linearizations, and even lower floating-point precisions.
The philosophy that underlies our algorithmics and software is to make the majority of progress towards the
highly resolved result through possibly low-resolution stages that run well on high-end distributed hierarchical
memory computers.

The ingredients for constructing hierarchy-of-approximations-based methods are remarkably similar, be it
for solving linear systems, nonlinear problems, eigenvalue problems, or optimization problems, namely:

1. A method for generating several discrete problems at different resolutions (for example on several grids)
2. Aninexpensive method for iteratively improving an approximate solution at a particular resolution
3. A means of interpolating (discrete) functions at a particular resolution to the next finer resolution

4. A means of transferring (discrete) functions at a particular resolution to the next coarser resolution (often
obtained trivially from interpolation).

We believe that software should reflect the simplicity and uniformity of these ingredients over the five
problem classes and over a wide range of applications. We expect that with experience we will achieve a
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Figure 1:An arrow fromA to B indicates thatA typically usesB. Optimization of systems governed by PDEs
requires repeated access to a PDE solver. The PDE system may be steady-state or time-dependent. Time-
dependent PDEs are typically solved with implicit temporal differencing. After choice of the time-integration
scheme, they, in turn, require the same types of nonlinear solvers that are used to solve steady-state PDEs.
All algorithms for nonlinear problems of high dimension generate a sequence of linear problems, so linear
solver capability is at the core. Eigenanalysis arises inside of or independently of optimization. Like direct
PDE analysis, eigenanalysis generally depends upon solving a sequence of linear problems. All of these five
classes of problems, in a PDE context, share grid-based data structures and considerable parallel software
infrastructure. Therefore, it is compelling to undertake them together.

reduction in the number of lines of code that need to be written and maintained, because the same code can be
reused in many circumstances.

Algorithms and software for the solution of linear and nonlinear systems of equations, especially those
arising from PDEs, have been principal emphases of the Department of Energy research portfolio for decades.
This points both to the central importance of this project, and also to the historical difficulty of reconciling the
conflicting objectives of solver software technology. Solvers are supposed togem@fal purposesince a
great diversity of applications require them, but they are also supposecighbg performantsince they are
often the inner loops of such applications. However, high performance usually requires exploitation of special
structure (e.g., symmetry, dense blocking, geometrical or coefficient regularity), which may be different in
different applications. Then, too, solvers for PDEs are supposed rabhetacross all regimes of use, since
scientists trained in the application domain cannot also be required to be expert in tuning solvers, but they are
also supposed to hawptimal complexitysince desired discrete problem size is limited only by the validity of
the continuum model. Once again, algorithmic optimality (work and memory requirements a small multiple
of their information-theoretic minima) is generally achieved by exploitation of special structure that cannot be
assumed in a robust code.

These conflicting objectives do not describe a hopeless situation, however. The opportunity for 21st cen-
tury solver developers is to exploit advances in object-oriented programming to construct highly versatile and
adaptive software that finds, creates, and exploits structure wherever possible, while automatically “falling
back” to conservative approaches in the remaining (hopefully lower-dimensional) parts of a problem. The
solver toolkit of the future will be a collection of objects with rich and recursive interconnections, rather than
a collection of subroutines through which a relatively small number of calling sequences are predefined. Al-
gorithmic theory, scientific software engineering, and understanding of architecturally-motivated performance
optimizations have all advanced significantly since the last time many applications communities “fastened
onto” their canonical solver technology. Advances along these three fronts must be packaged, refined, freshly
promoted, and supported for the benefit of the user community.

The efforts defined in this proposal, the co-Pls joining to undertake them, and the alliances proposed



with other groups have been carefully chosen to exploit the present opportunity to revolutionize large-scale
solver infrastructure, and lift the capabilities of dozens of DOE’s computational science groups as an outcome.
Included among the co-Pls are several of the world’s leading theorists in multilevel/hierarchical methods —
continuousand discrete, a “Who’s Who” of deliverers of the current generation of freely available portable
parallel solver libraries, and a group of interdisciplinary computational scientists that have already begun to
transform the computing practices of specialized user communities (such as computational aerodynamics,
computational radiation transport, and computational reservoir modeling) for high-performance production
parallel simulation.

The co-PlIs have extensive networks of previous collaborations with each other and with key co-Pls in
other groups with which natural development synergisms exist — including complex geometry and adaptive
gridding, high performance, common component architecture, and visualization. They also have two tight col-
laborations planned with applications teams — the Princeton-based and LANL-based magnetic fusion energy
group and the ORNL-based astrophysics group. These primary collaborations will be allowed to influence
TOPS priorities for software development. Of course, since we intend to publish the next generation of some
solver software that already has user groups today, we expect considerable additional user interaction beyond
these primary collaborators.

Just as we expect our user community to drive our research and development work, we expect to signifi-
cantly impact the scientific priorities of our user group by emphasizing optimization (inverse problems, optimal
control, optimal design) as part of our solver toolkit. As explained below and in the references, optimization
subject to PDE-constraints is a particularly active subfield of optimization because the traditional means of
handling constraints in black-box optimization codes — with a call to a PDE solver in the inner loop — is too
expensive. We are emphasizing “simultaneous analysis and design” methods in which the cost of doing the
optimization is a small multiple of doing the simulation and the simulation data structures are actually part of
the optimization data structures.

Our motivating belief is that most PDE simulation is ultimately a part of some larger scientific process
that can be hosted by the same data structures and carried out with many of the same optimized kernels as
the simulation, itself. We intend to make the connection to such processes explicit and inviting to users, and
this will be a prime metric of our success. The assembly of the project team and the organization of the
proposal flow directly from this progranTerascale software for PDEs should extend from the analysis to the
scientifically important auxiliary processes of sensitivity analysis, modal analysis (e.qg., of perturbations about
the PDE solution), and the ultimate “prize” of optimization subject to conservation laws embodied by the PDE
system.

2 Preliminary Studies

The proposed research in Section 3 builds on the experience and, in many cases, existing codes of the co-Pls,
in seven areas. This section highlights a diverse selection of accomplishments on which Section 3 builds. With
the exception 0§2.1, one of the co-Pls led all of the preliminary studies described herein.

2.1 PDE Time Integrators

General-purpose software packages previously developed at LLNL (apart from the co-PIs) for integration of
stiff ODEs and DAEs are among the most widely used solvers anywhere for these problems, and through
the method of lines, for time-dependent PDEs, as well. One predecessor code to PVODE, LLNL's most
recent parallel ODE solver, has almost 270,000 downloads from the netlib mathematical software library.
PVODE has been interfaced with the Portable Extensible Toolkit for Scientific Computing library (PETSc; see



http://www.mcs.anl.gov/petsc/ and [12, 13]). This project proposes to support LLNL's PVODE
[45] and IDA [87] software for parallel method-of-lines applications through PETSc and other frameworks.

IDA has been effectively used to solve a 9 billion unknown time-dependent Boltzmann transport equation
on over 4,000 processors of the ASCI White machine. PVODE has been incorporated into a 3D edge-plasma
turbulence model called BOUT, for which superlinear parallel speedups were measured on 60 processors of a
Cray T3E. PVODE has also been used in a radiation diffusion code on over 5,800 processors of the ASCI Red
machine.

2.2 PDE Nonlinear Solvers

The co-PlIs bring to this project a strong base of algorithmic research and existing parallel software for solution
of large-scale discretizations of systems of PDEs. Newton-Krylov-Schwarz (NKS) methods [46] and Newton-
Krylov-multigrid methods [137] have proven to be broadly applicable, architecturally versatile, and tunable
for high performance on today’s high-end commercial parallel platforms (e.g., Cray T3E, SGI Origin, IBM SP,
Compaqg AlphaServer) and also on modest-sized beowulfs.

The crux of Newton-Krylov-Schwarz (NKS) algorithms is a balance between implicit convergence rate
and good data locality [98]. Work is organized by subdomains to accommodate the pronounced memory
hierarchies of modern high-performance machines, in which both vertical (memory/cache) and horizontal
(processor/processor) transfer of data exacts a performance price. Global operations supplement the subdomain
work to be nearly algorithmically scalable while preserving implementation scalability [97]. Newton-Krylov-
multigrid methods make use of the optimal scaling properties of multigrid for preconditioning and the fast,
guadratic convergence of Newton's method for the nonlinear solve with the result of a scalable, fast nonlinear
solver. Newton’s method, robustified by pseudo-transient continuation [96], generates global linear systems
that are solved in a matrix-free manner by Krylov iteration, and preconditioned locally with inexact linear
solvers or even nonlinear solvers on subsystems [47]. Matrix-free NKS is one of the prime existing nonlinear
solvers in the PETSc library.

Matrix-free Newton-Krylov is the heart of the Krylov Inexact Newton SOLve package (KINSOL [130], see
http://www.lInl.gov/CASC/PVODE/ ), a parallel C code developed from the original Newton-Krylov
code, NKSOL [43].

Both structured-grid [79] and unstructured-grid [78] CFD legacy codes have been ported to advanced
platforms using PETSc, with excellent algorithmic convergence rate, parallel efficiency, and raw floating point
performance. A philosophy key to our success is the use of multiple representations of a problem—a highly
accurate one by which to drive and in which to measure convergence progress and a hierarchy of approximate
representations for low storage and fast preconditioning “inversion”. Our implementation of the unstructured
grid NASA code FUN3D running on up to 6,144 processors of the ASCI Red machine at 227 Gigaflop/s—won
a 1999 Bell Prize [6].

Use of the KINSOL code has enabled the expansion into new physics for LLNL hydrologists. A recent
push for variably saturated subsurface flow modeling resulted in the need for solvers for large-scale nonlinear
parabolic equations. We employed the KINSOL package with a structured multigrid preconditioner from the
HYPRE library for this model. This solver proved effective and enabled the advance from linear saturated flow
models to nonlinear variably saturated models [106].

2.3 PDE-constrained Optimization

The co-Pls include leaders in the design and implementation of algorithms for large-scale optimization. Our
combined expertise provides the required background for attacking PDE-constrained problems of interest to
the Office of Science.

We have developed optimization algorithms that offer the promise of solving the PDE-constrained opti-
mization problem at a cost that is a small multiple of the cost of a single nonlinear PDE solve [25, 26, 27, 28].
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These methods have been applied to optimization problems constrained by Navier-Stokes [7, 28, 71, 72, 82],
nonlinear elasticity [115], acoustic wave propagation [2], inviscid compressible flows [114], and coupled non-
linear flow-solid [73] simulations. The most recent variants of loagrange—Newton—Krylov—Sch(itNKS)
optimization algorithms have been shown to scale well with increasing numbers of state variables, optimiza-
tion variables, and processors. For example, we were able to solve an optimal boundary control problem for
Navier-Stokes flow involving 08 state andl0* control variables in just 5 times the cost of a single Navier-
Stokes solve [28], with high parallel efficiency on 256 Cray T3E processors. These solution times are 1-2
orders of magnitude smaller than those taken by contemporary optimization methods. The LNKS family of
algorithms has been incorporated into VELTISTO [24, 23], a software library for parallel PDE-constrained
optimization. VELTISTO is built on PETSc and is currently being hardened for a public release later this year.

We have also developed the Toolkit for Advanced Optimization (TAO) [20] under the DOE2000 program.
TAO focuses on the design and implementation of component-based optimization software for the solution of
large-scale optimization applications. Our design enables connection to lower-level support (parallel sparse
matrix data structures, preconditioners, solvers) provided in toolkits such as PETSc and thus we are able to
build on top of these toolkits instead of having to redevelop code. The advantages in terms of development
time are significant. Version 1.0 of TAO (sétp://www.mcs.anl.gov/tao ), released in October
2000, runs on a wide variety of high-performance architectures. Our benchmarking results [19] for bound-
constrained codes are noteworthy because we are able to solve optimization problems with over 2.5 million
variables with only 8 processors and between 80% and 90% efficiency. This sustained efficiency is unexpected
in classical active set methods.

We also have wide experience with the use of automatic differentiation tools in optimization software.
Of particular interest is NEOS [57, 76] and recent work on integrating automatic differentiation with object-
oriented toolkits [1], and on using automatic differentiation for second-order methods in PDE-constrained
optimization [88].

2.4 Linear Solvers

The co-Pls are among the world’s leaders in multilevel methods research. They were significant contributors
in the early stages of development of the algebraic multigrid (AMG) method [39, 40, 123], and continue
to make important contributions to the field today through new algorithmic innovations such as AMGe [41,
54, 55, 86, 93]. The co-Pls also bring experience in the area of geometric multigrid methods for problems
discretized on structured and semi-structured grids [8, 14, 42], such as the composite-grid problems used in
structured adaptive mesh refinement (SAMR) applications [107], a focus of this ETC. This ETC will also
leverage extensive experience with parallel multigrid methods for large-scale scientific computing [8, 42, 54,
69]. These methods have demonstrated excellent scalability on up to 3150 processors of ASCI Red. The co-
Pls already enjoy an existing close collaboration in multigrid methods research, and as such, are ideal for this
ETC.

The majority of the multilevel algorithms mentioned above either have been or will be implemented in
HYPRE, a library of high-performance parallel preconditionétipf//www.lInl.gov/CASC/hypre/ ).
Through libraries such as HYPRE, the co-PlIs have moved much of their fundamental multilevel methods re-
search into parallel application codes, impacting such diverse areas as groundwater and water resource man-
agement, radiation hydrodynamics, laser plasma interaction, and structural mechanics. In inertial confinement
fusion (ICF) applications, early sequential studies demonstrated speedups in overall simulation time by up to a
factor of ten using multigrid [14]. This result has since been demonstrated in parallel ICF codes with speedups
of up to a factor of six. For groundwater flow applications, the impact has proven even more dramatic with
speedups in linear solve times of up to a factor of 100 [8]. For parallel adaptive laser plasma simulations,
HYPRE solvers have allowed simulations that could not previously be done.

The PETSc toolkit contains a very rich set of Krylov solvers (over 12) as well as a variety of parallel



preconditioners and interfaces to other packages. These include the additive Schwarz method, multigrid, the
balancing Neumann-Neumann method, SPAI and ILU(0)/ICC(0). They are all accessed via a common inter-
face thus allowing the user to select the most appropriate solver for his or her class of problem at runtime.

The PETSc linear solvers have been used for wide classes of problems, including Euler and Navier-Stokes
fluid flow, particulant flow, structural mechanics, plasticity, EMF, econometrics, acoustics, multiphase flow,
and sintering; sehbttp://www-unix.mcs.anl.gov/petsc/docs/petscapps.html . For exam-
ple, the largest time-dependent, fully coupled compositional (oil) reservoir simulations with over 32 million
degrees of freedom have been run using PETSc solvers.

In the area of preconditioners, the co-Pls developed a scalable parallel algorithm for computing incomplete
factorization, using a level-of-fill approach, which was a runner-up for “Best Paper” at Supercomputing’99.

It creates parallelism by graph partitioning and preserves the concurrency by ordering the subgraphs and the
computations within each subgraph in order to limit fill elements. Scalability has been demonstrated by analy-
sis and by an implementation on up to 216 processors using problems with 20 million unknowns. Preliminary
numerical experiments show that the number of preconditioned iterations for a specified residual reduction in-
creases only very slowly with the number of processors, as the problem is partitioned into increasing numbers
of subgraphs [89].

Many parallel ILU preconditioners use sequential ILU algorithms on individual processors. The co-Pl’s
recent studies show that there is a lot to be learned even about these workhorse sequential value-based ILU
algorithms. The amount of fill needed for convergence can be quite large, thus increasing the need for memory-
efficient codes. One simple improvement allows more non-zeros to be kept in later rows of the factors, which
are likely to be denser. Another improvement of greater potential benefit involves first permuting the matrix
into block upper triangular form and working on the subproblems individually. Tests show many problems
benefit from this ordering.

The co-Pls have extensive experience in developing sparse direct solvers. For sparse symmetric posi-
tive definite matrices, we have provided efficient tuned versions of a left-looking column block solver PAN-
FCT[111, 113], a multifrontal solver DSCPACK [120], and a currently sequential object-oriented sparse solver
OBLIO [67]. DSCPACK is suitable for certain classes of indefinite matrices and provides limited forms of piv-
oting numerical stability, while OBLIO can handle both symmetric positive definite and indefinite problems.
PANFCT and DSCPACK are designed for shared-memory and distributed-memory, respectively.

For sparse nonsymmetric matrices, we have developed a comprehensive set of routines, packaged in Su-
perLU library [61]. The package contains a number of novel performance-enhancing techniques that lead to
high speed and scalability on modern computer architectures [59, 60, 101]. GESP is a special version of Su-
perLU that uses static pivoting instead of partial pivoting. A variety of techniques are employed in GESP to
retain numerical stability. Static pivoting effectively avoids much of the overhead that would be incurred when
pivoting were performed. It also enables static optimizations of data distribution and communication.

The solvers mentioned above are widely used in scientific and engineering applications, which include
computational fluid dynamics, structural analysis, ground water simulations, circuit and device simulations,
and numerical optimization. Both BLKFCT and SuperLU have been incorporated in many mathematical
libraries, such as Matlab, Sun Microsystems, HP, Convex, and Boeing BCSLIB-EXT. The MPP version of
SuperLU was crucial in the solution of a 50-year-old computational chemistry problem of electron impact
ionization with three charged particles; SuperLU was used to solve linear systems of dimensions up to 1.8
million. This significant result made the cover of the jour&aience Dec. 24, 1999. More details can be
found in [11].

2.5 Eigensystems Analysis

The kernel of any sparse or dense symmetric eigensolver, or singular value decomposition algorithm, is the
solution of a symmetric tridiagonal eigenproblem (or bidiagonal SVD). This is the parallel bottleneck when



the traditional QR algorithm is used. In joint work with B. Parlett and I. Dhillon [63, 64, 65, 70, 116], we have
been developing what we call the “Holy Grail” of such solvers: (1) it costs(Ugtn) work to compute all

kn components ok n-dimensional eigenvectors, i.e. it has optimal complexity; (2) each eigenvector can be
computed in an embarrassingly parallel fashion; and (3) it has guaranteed accuracy, i.e. the eigenvectors are
orthogonal. A preliminary version of this routine has been released in LAPACK (see [5, Figures 3.1 and 3.2]
or http://www.netlib.org/lapack/lug/node71.html ).

2.6 Integration and Deployment

The Pls on this proposal have had major roles in the development of some of the most widely used linear
algebra and optimization software libraries. These include LINPACK, MINPACK, MINPACK-2, LAPACK,
ScalLAPACK, PETSc, and SuperLU. Several of these packages have been licensed by commercial companies
and included in products such as Matlab and vendors’ numerical software libraries. All of them have been
continuously supported as Open Source, one for more than 20 years. Another project worth mentioning is the
long-term ODE time-integrators work at LLNL whose current parallel instantiation is PVODE.

In addition to the software library development, the Pls have played major roles in developing and promot-
ing interoperability between numerical software libraries. For example, as part of DOE 2000 work, interfaces
between the ANL PETSc solvers and two LLNL parallel grid packages, Overture and SAMRAI, as well as
the ODE package PVODE, have been developed. Long before DOE 2000 funding, PETSc was already using
portions of LAPACK, LINPACK, BlockSolve95, SPARSEPAK, MINPACK, ParMeTiS, and SPAI to eliminate
redundant code development. Recently LLNL has demonstrated a (pre-release) version of the HYPRE pre-
conditioner suite that provides support for the use of the PETSc matrix data structures and preconditioners, as
well as its own family of methods.

Figure 2 depicts the integrated software suite to be developed by the TOPS Center. The majority of its com-
ponents already exist and several are very widely used; for example SuperLU and PETSc both have hundreds
of active users. Others, such as the PDE-constrained optimization package VELTISTO, need to be “hardened”
before they are widely used. A side-benefit of the TOPS center will be the far greater interoperability of the
various components of the TOPS suite, as well as an integrated web site that leads application developers to
the most appropriate combination of software components for their problem. But the main focus of the TOPS
center will be far greater functionality and performance of the various solvers that we can provide.

2.7 Software Performance Tuning

No obstacle to progress in the world of scientific computing has proven more stubborn and frustrating than
the sluggish pace of improvement in software performance. The underlying computing hardware doubles its
speed every eighteen months, yet it often takes more than a year for software to be optimized or “tuned” for
performance on a newly released CPU. Users tend to see only a fraction of the power available from any new
processor until it is well on the way to obsolescence.

This problem was originally addressed by the PhiPAC project [21, 22, 134] for matrix-multiplication, the
kernel of the Basic Linear Algebra Subroutines or BLAS [29, 68], the fastest and so most attractive kernel
in high performance matrix computations. PhiPAC developed a system to create automatically-tuned matrix-
multiply routines for RISC architectures, performing about as well or better than hand-optimized codes from
vendors. This work held the promise of automatically optimizing many other routines on a variety of architec-
tures, without the need for expensive and very slow hand optimization understood by a very few practitioners.

PhiPAC inspired the development of ATLAS (Automatically Tuned Linear Algebra Software). ATLAS
[135] is a self-adapting package of numerical software that implements a new paradigm for software optimiza-
tion. ATLAS replaces the months of arduous hand coding with special software that automatically rewrites
itself in the space of a few hours to maximize its performance on a particular CPU. ATLAS has been so
successful that it has been adopted by the Mathworks (producers of Matlab) and other vendors.



We have also addressed the important kernel of sparse-matrix-vector-multiplication, another central kernel
in PDE computations. The SPARSITY system [90, 91, 92] takes as input a sparse-matrix and produces an
optimized data structure tuned to that sparsity pattern, and a matching optimized multiply routine. Results
show speedups of up to a factor of 5 over straightforward implementations.

3 Research Design and Methods

This section builds directly on the accomplishments of Section 2, in each of seven areas. We argue that users
either expect a PDE solver package to offer all of the functionality proposed in this section, @hthdg

They will quickly exploit it if conveniently packaged. The co-Pls contributing heavily to a project are listed
alphabetically in brackets at the head of each subsection. (Precise allocations of effort appear on institutional
budget sheets.)

3.1 PDE Time Integrators

[Smith, Woodward] Adaptive time integration is an important aspect of multiphysics problems. Variable-
order and variable-stepsize BDF methods have been shown to be highly effective for the stiff systems arising
from such applications. Semi-discretization of time-dependent PDEs leads to a system of either ODEs or
DAEs. General-purpose (sequential) software packages developed at LLNL are among the most widely used
solvers for these problems.

Since adaptive time integration itself is otherwise supported at LLNL, we propose no additional algorithmic
research as part of this project. However, the TOPS ETC will support (for PDE applications) the PVODE [45]
and IDA [87] software for parallel solution of implicit ODEs and DAES, respectively. PVODE has already
been interfaced with the PETSc library, because of user demand. PVODE users will continue to have access
to their favorite temporal control structures in a fully parallel solver environment.

3.2 PDE Nonlinear Solvers

[Cai, Keyes, Smith, Vassilevski, Widlund, Woodward]For nonlinear elliptic PDEs, many techniques are in

use in applications groups at the national laboratories. The majority seem to be variations of block-iterative
linear techniques, such as block Gauss-Seidel, utilizing basic nonlinear solvers, such as Picard iteration. Un-
fortunately, many important nonlinear problems, such as magnetohydrodynamics, porous media flow, and
radiation diffusion, are not strongly elliptic, and they often contain non-elliptic components causing the solu-
tions to be nonsmooth and to have local singularities, such as shocks and sharp fronts. Therefore block-iterative
methods are not only slow, they may be altogether ineffective. The development of fast, scalable, parallel it-
erative methods and software for this class of highly nonlinear and mixed-type PDEs is a basic component of
the TOPS Center.

We address these problems with three complementary algorithmic strategies: Schwarz preconditioned
inexact Newton, inexact Newton-Krylov-multigrid, and full approximation scheme (FAS) multigrid. We en-
vision that eventually most application codes will use a combination of the three approaches, and thus we
will develop a common mathematical framework for describing all the methods (much as the abstract multi-
grid/Schwarz framework provides concise descriptions for many linear preconditioners). This mathematical
system will be used to design and implement a general software system that allows users to easily switch at
run time between the various approaches (much as the PETSc PC construct works for linear preconditioners).



3.2.1 Schwarz Preconditioned Inexact Newton

Experience with developing iterative methods for nonlinear problems shows that a major difficulty in solv-
ing nonlinear problems is often not in the nonlinearities, but in the singularities arising from the non-elliptic
components. The singularities in the solution are often local, i.e., they appear only in a small part of the
computational domain or involve only a small number of equations in a large nonlinear system. This observa-
tion leads us to a family of algorithms based on nonlinear elimination, in particular, nonlinear Schwarz-type
domain decomposition methods, such as ASPIN [47]. Before applying Newton’s algorithm, we nonlinearly
precondition the global problem with local nonlinear solves (themselves solved with inexact Newton). The
preconditioning step ameliorates the non-smoothness of the global problem. Preliminary tests have shown
that this nonlinear Schwarz preconditioned inexact Newton algorithm is fast and robust for compressible and
incompressible flow problems [47, 48] that do not converge from cold initial guesses using Newton’s method
in their original unpreconditioned form.

Though effective, in reducing the number of Newton steps, the single-level nonlinear Schwarz precondi-
tioner does not reduce the condition number of the linear systems to be solved in a scalable way. Multilevel
techniques are still necessary to make the approach useful for large-scale problems on massively parallel
machines. Therefore, we will combine multilevel preconditioning together with Schwarz nonlinear precondi-
tioning. The degree of accuracy at which the subproblems are solved also influences enormously the overall
efficiency of the methods and is an area that will be investigated.

3.2.2 Newton-Krylov-Multigrid

Inexact Newton-Krylov techniques preconditioned with multigrid have been used successfully in a number of
applications including porous media flow [94] and radiation diffusion [44]. For fast convergence, however,
these methods require initial guesses fairly close to the solution. We propose to extend ideas from nonlinear
multigrid to improve global convergence of the Newton methods. We will investigate the use of nonlinear
coarse grid solves to provide effective initial guesses for the Newton techniques. Convergence of the resulting
method will be analyzed, and if effective, software will be developed and deployed to application codes.
This sort of grid continuation method will be compared with traditional globalization techniques for Newton’s
method, such as backtracking and trust region methods. We will also look at combining these strategies with
other continuation methods.

Matrix-free finite-differencing-based Newton-Krylov methods require a nonlinear function evaluation for
each linear iteration. If this function evaluation is expensive, the methods will be slow. We are currently
investigating convergence properties of variants of these methods where some of the nonlinear coefficients are
lagged in the function evaluations required in building the Krylov basis. We will build on this work to make
these variants viable solvers for applications models.

When matrix-based Newton-Krylov methods are used, an unavoidable expense and difficulty is that of
computing the Jacobian. Fortunately a variety of techniques are available to simplify the calculations. We will
continue our work with automatic differentiation to generate solutions that do not require that the user provide
explicit Jacobians. In addition, parallel colorings will be developed that allow the efficient computation of
Jacobians via finite differencing.

3.2.3 Nonlinear Multigrid (FAS)

Nonlinear multigrid, or Full Approximation Scheme (FAS), methods [35] tend to have a larger radius of con-
vergence than Newton methods, and they also offer the potential of avoiding the large expense of calculating
the full Jacobian. For this reason, we propose to investigate the viability of nonlinear multigrid methods for
systems of nonlinear elliptic and parabolic equations. Although these methods are not new, they have only re-
cently come into use, as advances in the solution of heterogeneous problems have made them more applicable



to problems of interest.

Despite this recent success, many issues remain before these algorithms can be widely used. These issues
include design of efficient interpolation and restriction operators, development of effective coarse grid opera-
tors, and efficient use of nonlinear smoothers. We will investigate these components of FAS methods with the
goal of designing efficient algorithms with fast convergence. Tradeoffs concerning the reuse or re-computation
of solution dependence in the interpolation and restriction operators, the use of point or coupled smoothers, and
the re-discretization versus Galerkin coarse grid operators will be examined. For example, in linear multigrid
methods Galerkin coarse grid operators give the optimal coarse grid update (in the energy norm). However,
these coarse grid operators, in the nonlinear case, require evaluation of the nonlinear function on the finest grid.
We will investigate alternatives to this type of coarse grid operator formulation and examine both theoretical
and computational convergence of the methods.

The outcomes of these tradeoffs will likely depend on the interpolation and restriction operators, as well
as the application. Our goal will be to determine general guidelines for choosing the right components of FAS
for a given application. In this work, we will examine both structured and unstructured grid methods. For
the unstructured case, we will investigate our AMGe technique §3ek1) for nonlinear elliptic problems.

This work will include the derivation of coarse finite element discretizations of nonlinear elliptic problems
algebraically based on the element agglomeration technique developed previously for linear problems [93].
We will also explore various homogenization techniques that follow naturally from the AMGe algorithms
proposed for linear problems.

Finally, we will investigate cycling strategies for these methods. Cycling strategies include the V-cycle, the
W-cycle, and the full multigrid cycle. For linear problems, the full multigrid cycle can give rise to an optimally
convergent method. For nonlinear problems, this strategy tends to widen the radius of convergence for the
nonlinear solver, as the solutions to the coarse grid problems are more likely to be in the convergence region
of the fine grid solution.

3.2.4 Common Framework for Three Complementary Approaches

The initial phase of the project will be on the design and software implementation of the proposed algorithms
in a common abstract framework. This will allow combinations of the three approaches to be tried easily
in application codes to find the most suitable. In the second phase, we will study three issues of importance
for parallel iterative methods, namely their robustness, scalability, and competitiveness compared with existing
methods. To study the robustness of the proposed algorithms, we will use a variety of test problems. Scalability
will be demonstrated on thousands of processors. In order to document the competitiveness of the proposed
algorithms, we will compare them with existing techniques for converging nonlinear problems that do not take
advantage of hierarchical representations, such as parameter continuation, pseudo-transient continuation, and
nonlinear robustification techniques, such as backtracking and trust region methods. General guidelines will
be developed to allow application users to tune the solvers for their particular problems.

We will focus on three basic application areas. The first is fluid flows including compressible, incompress-
ible and porous media. This area has been the driving force behind many advanced algorithm developments.
The second area is radiation hydrodynamics. We will start with the radiation diffusion model [33, 117], a
highly nonlinear phenomenon, involving sharp thermal fronts. Then we will couple the radiation diffusion
with hydrodynamics. The third area is magnetohydrodynamics, in which the flow field is coupled with the
magnetic field. Our partnerships with SciDAC applications groups (see Section 4) will ultimately dictate
problem-specific concentration of effort in this polyalgorithmic domain.

3.3 PDE-constrained Optimization

[Benson, Biros, Cai, Ghattas, Keyes, Lee, M@] Optimization of multi-component PDE-based simulations
arises in data assimilation (e.g., climate modeling), optimal design (e.g., accelerators), parameter estimation
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(e.g., reservoir models), and optimal control (e.g., fusion reactors) problems. This ETC will build on the TAO
and VELTISTO toolkits, and develop techniques that integrate PDE and sensitivity analysis with optimization
algorithms for high-performance architectures.

3.3.1 Optimization Methods

We will develop and extend our existing PDE-constrained optimization algorithms to inequality constraints
and time-dependent PDEs. In addition, our algorithms will incorporate multilevel globalizations and tolerate
approximate Jacobians and Hessians. Research issues associated with these tasks are outlined below. A major
goal of this research will be CCA-compliance and interoperability of the TAO and VELTISTO toolkits.

A significant challenge for PDE-constrained optimization is the inclusion of (pointwise) inequality con-
straints that scale with the dimension of the state variable. An example is an optimal design problem with
a constraint on the stress at each point in a solid. A difficulty is that conventional adjoint PDE-optimization
algorithms require an additional PDE solve for each constraint that is active, thus destroying scalability when
there are large numbers of active constraints. Interior point methods are a promising alternative but these
methods tend to generate subproblems for which standard iterative algorithms and preconditioners fail, and
thus we need to develop specialized preconditioners (see Section 3.4.3 for related work). An advantage of
interior point methods is that the required number of (approximate) PDE solves is reduced to just two. Interior
point methods for nonlinearly-constrained problems are under active development, but with few exceptions
[110] have not been applied to optimal control problems. Other options include augmented Lagrangians and
semi-smooth methods. We will compare these algorithms and extend them to PDE-constrained problems.

Another important thrust of our work is the use of hierarchical techniques in optimization algorithms.
Traditionally, optimizers have used general-purpose line-search and trust region methods to assure global con-
vergence. However, many PDE solvers use other techniques to assure robustness, including multiple grid
sequencing, parameter continuation, and pseudo time-stepping. The use of such globalizations is likely to be
more efficient than general-purpose techniques, and thus we will integrate them into our optimization algo-
rithms. This research will be done in close collaboration with the work in Section 3.2.2.

We also will pay close attention to the use of approximate Jacobians and Hessians since, unlike simula-
tion codes, optimization algorithms require the Jacobian of the constraints and its adjoint in the optimality
conditions. Directional derivatives can be used whenever Jacobian-vector products are needed, but this does
not work for adjoint methods, since the transpose of the Jacobian is needed. Moreover, optimal optimization
solvers are likely to require the use of second-order information, and yet most constrained optimization codes
use only first-order information. As part of this research we will develop parallel coloring algorithms for
determining Hessian matrices in collaboration with the work on (hon-symmetric) Jacobians in Section 3.2.2.
Ultimately, the solution lies with automatic differentiation tools [75].

Another significant challenge in PDE-constrained optimization is handling time-dependent PDE con-
straints. The difficulty is that the optimality system includes a backward-in-time PDE systeradfthiet
system) featuring source terms that stem from solution of the original forward-in-time state PDEs. Thus, the
most work-efficient implementation requires storage of the entire time history of state variables, which is not
feasible for large-scale problems. Checkpointing algorithms, based on ideas from automatic differentiation
[74], are capable of trading off memory for work. They store carefully selected time snapshots in the forward
sweep, and recompute intermediate vectors on the backward sweep [2]. The best checkpointing strategy to take
in the context of other parallel PDE solver tradeoffs, including level of incomplete factorization fill, subdomain
overlap, and depth of grid hierarchy, is not clear, and will be studied within this project.

3.3.2 Sensitivity Analysis

In addition to efficient methods for solving nonlinear, time-dependent PDES, we will develop methods to assess
the sensitivity of the PDE solution with respect to the given initial conditions and/or model parameters. This
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is a desirable capability since it is common to have initial conditions and parameter values that are not known
precisely. In particular, we will pursue a novel approach that builds on the wide variety of tools and techniques
that are available for computing derivative or sensitivity information — e.g., automatic differentiation (AD)
tools: ADIFOR, ADIC, TAMC,; sensitivity solvers: SensPVODE, SensIDA, DASPK3.0; etc.

The main objective is to determine what types of initial perturbations can become greatly amplified during
the time integration of nonlinear PDEs. In doing so, we can identify the sources of error (in initial conditions
and parameters) that most greatly affect the PDE solution. In meteorological applications, these perturbations
are sometimes referred to as the “leading singular vectors.” To compute them, the basic approach requires
methods for determining the sensitivity of the PDE solution with respect to initial conditions (forward sensi-
tivities) and the sensitivity of the initial conditions with respect to the PDE solution (backward sensitivities).
This process involves the use of forward and reverse mode AD tools, the development of tangent linear models
and adjoint models, or other methods. The approach for computing the leading singular vector is based on
the power method for computing eigenvalues and eigenvectors. The forward sensitivity of the PDE solution to
an initial perturbation vector is computed, followed by the backward sensitivity of that result (with respect to
initial conditions). In general terms, a single forward/backward sequence corresponds to multiplying the initial
perturbation vector by a symmetric matrix. Additional iterations produce powers of the matrix times a vector
and, if all goes well, the initial perturbation rapidly converges to the eigenvector corresponding to the dominant
eigenvalue. This eigenvector is the leading singular vector that we seek; it indicates the type of perturbation
that is likely to be greatly amplified in integrating the PDE.

3.4 PDE Linear Systems

In any PDE analysis, optimization, or eigensystem code are numerous linear systems to be solved (often
only approximately). The DOE and other federal agencies have invested for years in the creation of software
for linear systems. Such codes as HYPRE have paid off handsomely in reservoir and radiation transport
applications. However, many important challenges remain, especially for multicomponent, multiphysics PDESs.
This ETC will develop geometric and algebraic multigrid solvers, direct and approximate factorization solvers
(including multilevel orderings for ILU)a priori pivoting strategies for nonsymmetric systems, and solvers
exploiting the complex symmetric case (which arises in E&M and MHD applications).

3.4.1 Algebraic Multigrid Methods

[Falgout, Manteuffel, McCormick, Smith, Vassilevski, Widlund] The so-called algebraic multigrid (AMG)
method [34, 36, 39, 40, 122, 123, 128, 129] assumes only information about the underlying matrix structure,
and as such, is ideally suited for solving unstructured grid problems. There is no single AMG algorithm.
In fact, AMG has come to describe a whole class of algorithms: those that use algebraic information in
the matrix to construct the basic multigrid components. The AMG framework assumes the use of a simple
pointwise relaxation method and attempts to correct the algebraically smooth error that remains after relaxation
by suitable choice of coarse grids, intergrid transfer operators, and coarse-grid equations. To do this, AMG
must be able to efficiently characterize this algebraically smooth error.

The “standard” AMG algorithm [123] uses heuristics based on M-matrix properties and works remarkably
well for many important classes of problems, non-M-matrices included (see [55] for details). Unfortunately,
there are important classes of problems for which this AMG algorithm performs poorly. To address this, the
co-Pls have developed a new method called AMGe for solving finite element problems. This new method uses
additional problem information, namely the local finite element stiffness matrices. With this extra informa-
tion, AMGe can better characterize smooth error components, and this in turn allows for better coarse grid
selection and better interpolation operator definition. While AMGe does use additional element information,
it is otherwise more general and promises to be effective in cases where AMG and most any other MG scheme
fails—particularly for systems with strong cross-variable coupling, a focus of this ETC.
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The AMGe method uses a heuristic from multigrid theory that states that interpolation must be able to re-
produce an eigenmode up to the same accuracy as the size of the associated eigenvalue. That is, an eigenmode
with large associated eigenvalue need not be interpolated well, but an eigenmode with small associated eigen-
value does. Although this heuristic provides us with good guidance for constructing multigrid algorithms,
it is not practical because it involves knowledge of the global spectrum of the operator. To address this, in
AMGe we localize the heuristic so that we need only know about the spectrum of small local operators. The
primary method for constructing these local operators is to sum together the finite element stiffness matrices in
some local neighborhood. See [41] for more in-depth information about the basic AMGe method, theoretical
results, and an efficient method for constructing interpolation in practice. See [93] for details on an element
agglomeration algorithm for constructing the coarse elements and stiffness matrices needed to do multilevel
AMGe.

We propose to develop new AMGe and related methods. The goal is to combine this work with our exper-
tise on parallel AMG software in HYPRE to enable the robust, scalable, parallel solution of large-scale Sci-
DAC application problems. Examples of problems that are particularly difficult for multigrid methods include
Helmholtz, which can have algebraically smooth error components that are geometrically very oscillatory, and
problems with anisotropies that are not grid-aligned. A new method that we have only begun to investigate is
called spectral AMGe. The spectral method differs from the previous versions of AMGe in that the degrees
of freedom are not nodal (i.e., not associated with a subset of the fine degrees of freedom); rather they are
coefficients in the expansion of algebraically smooth vectors in terms of a coarse smooth basis. The coarse
basis is constructed locally based on eigenvectors of local (small) matrices, and requires an agglomeration
procedure similar to the one mentioned above. Preliminary tests indicate that the new method with standard
smoothing (like Gauss-Seidel) is very efficient and extremely robust. Particularly promising is the fact that the
new spectral method’s performance seems to be insensitive to the way the agglomerates are constructed.

One special version of spectral AMGe is the spectral agglomerate AMGe method. In this method the
concept of elements and element matrices is preserved at all coarse levels. This is achieved by restricting
the interpolation rule to be compatible with the topology of the agglomerated elements (the shared degrees of
freedom by two or more agglomerates are uniquely interpolated). Initial tests on highly anisotropic elliptic
problems show promisingly-high robustness of the method. The method offers the option to explicitly build a
hierarchical basis (HB) that may in turn be used to do more sophisticated smoothing based on ILU or sparse
approximate inverses. These smoothers smooth the error components in a hierarchical complement to the
coarse space, and the HB version of the method seems to be more robust than the original version (albeit
more expensive). However, it may be needed for more general (not inherently elliptic) systems of PDESs, like
the ones obtained by FOSLS discretizations of non-elliptic dominated problems (e.g., Helmholtz, convection-
dominated convection-diffusion problems as well as nearly-incompressible elasticity). One also notices that a
simple version of the spectral agglomerate AMGe rule can provide a good set of tentative interpolants needed
in the smoothed aggregation method [132], called spectral smoothed aggregation MG.

The AMGe methods mentioned above will be tested and compared on a broad range of application prob-
lems, including problems obtained by the FOSLS discretization technique. The central trouble with many
applications is reduced ellipticity. In applications like particle transport, highly convective flow, and electro-
magnetics, approximate null spaces of the discrete operator do not exhibit the smoothness expected in elliptic
systems. AMGe should be able to determine the local character of these near null space components to obtain
a fast solver for the discrete equations. One of the central issues is whether we can develop an AMGe scheme
that can apply to nonsymmetric problems and saddle—point problems coming from Stokes and mixed finite
element methods. A compelling alternative is to apply FOSLS to the problem to create that symmetry, as well
as positive definiteness. The combination of AMGe and FOSLS could be a powerful tool for applications
where FOSLS has been unable to obtain fiill ellipticity.

Because the AMGe methods require additional local stiffness matrix information, traditional “linear-
algebraic” solver interfaces are not sufficient for providing these methods in a library setting. However, new
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solver interfaces such as the Finite Element Interface (FEI) [53] are ideal for packaging these AMGe algo-
rithms for the Office of Science user community.

Another class of methods to be investigated is based on the concept of compatible relaxation, recently
proposed by Achi Brandt [37]. In its simplest form, this is just F-relaxation, i.e., relaxation at those fine-grid
points that are not also coarse-grid points. The basic idea is as follows. If compatible relaxation is fast to
converge, then the coarse grid is adequate for eliminating the remaining error. If it is not fast to converge,
then either additional smoothing (or more aggressive smoothing) can be done, or more points can be added to
the coarse grid. It turns out that fast convergence of F-relaxation is equivalent to satisfying the global AMGe
heuristic mentioned above. We will consider new algorithms that utilize this idea in the hopes of finding a
robust efficient method that requires little or no additional information aside from the global system matrix.

Related to AMG methods is the balancing Neumann-Neumann method [103] for unstructured grids. We
have developed a comprehensive set of mathematical tools for analyzing this method and recently incorporated
a robust, highly parallel implementation for scalar PDEs into PETSc. We will complete work in this area by
analyzing and implementing these preconditioners for multi-component PDEs, for example, for the Navier-
Stokes equations. This method will be compared with the classic AMG and AMGe methods.

3.4.2 Geometric Multigrid Methods

[Falgout, McCormick] For problems that are structured or mostly structured, geometric methods have the ad-
vantage of producing efficient computational kernels and cheaper storage requirements than for more general
methods such as AMG and AMGe. The disadvantage with geometric methods is that structure must be main-
tained on all grid levels, restricting the possibilities for coarse-grid selection and making it difficult to handle
problems with unstructured physics such as problems with multiple directions of anisotropy. We propose to
develop geometric algorithms in support of structured and semi-structured application codes in the Office of
Science, including block-structured codes, structured adaptive mesh refinement (SAMR) codes such as those
being considered in the AMR ETC, and codes using the overset grid technologies being considered in the
TSTT ETC.

Applications using SAMR have traditionally had difficulties getting good linear solver library support, and
have typically had to develop home-grown implementations of algorithms such as the Fast Adaptive Composite
grid method (FAC) [107]. Two semi-coarsening multigrid methods were developed earlier by the co-Pls [8, 42]
and have been used by several SAMR customers via HYPRE to do so-called level solves in FAC. But, improved
efficiency could be had by providing the entire FAC solver within the linear solver library. The main difficulty
is developing an interface between the SAMR application and the solver library that is both natural for the
application user and that provides the necessary structure and hierarchy information needed by the solver to
apply geometric methods.

The co-Pls developed and implemented (in parallel) a draft of such a semi-structured grid interface, but the
focus to date has been primarily on block-structured grid applications. We propose to extend this interface to
support SAMR and overset-grid applications, and to collaborate closely in this endeavor with the Applied PDE
and TSTT ETCs and the ESI Forum. An added advantage of such an interface is that non-geometric linear
solvers like ILU or AMG can also be provided “under the hood” without requiring that the application code be
rewritten.

Once the problem of interfacing to these semi-structured applications is solved, there is still much work
to be done developing solvers (like FAC) that take advantage of the structure present and that are robust and
efficient. We propose to investigate a number of ideas, including domain decomposition, but one approach we
intend to pursue in particular is a hybrid geometric-algebraic multigrid approach. We first consider applying
algebraic multigrid to the entire domain. In regions where structure is present, algebraic multigrid usually
results in coarsenings that are also structured. In the hybrid method, we propose to do this explicitly, and
exploit the structure imposed upon the coarse grid. This method will produce coarse level problems with a
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splitting into structured and unstructured components similar to that present in the original, fine level problem.
In defining the components of this hybrid geometric-algebraic multigrid method such as interpolation and
coarse grid operators, we build on our research in both structured and unstructured multigrid solvers.

We also intend to pursue new variants of the FAC method. This method can be thought of as a multigrid
solver for a global problem discretized uniformly at the resolution of the finest patch; however, computation
away from the refinement region is suppressed. Because of this close connection, our previous geometric
multigrid research is relevant in designing scalable FAC solvers that are robust with respect to anisotropic and
discontinuous coefficients.

3.4.3 ILU Preconditioners

[Chow, Demmel, Li, Ng, Pothen, Vassilevskilncomplete LU (ILU) factorization preconditioners are some-
times more robust than other preconditioners on general problems, and are the preconditioners of choice in
many applications. Block-ILU methods that incorporate coarse-grids (in the Schur complement computation
throughout the factorization process) were proposed in the past (cf. [51]) and tested on some model prob-
lems, such as 2-D elasticity [50] and FOSLS discretization of convection-diffusion problems [49]. These
results showed that building a coarse hierarchy, by algebraic means in general, leads to improved convergence
properties of the resulting block-ILU factorization methods. Recently, other researchers have shown that ILU
preconditioners exploiting multilevel hierarchy in the ordering of the unknowns exhibit MG-like convergence
rates on model problems [10, 16, 17, 31, 32, 121]. These results have spurred much interest in this area, with
the objective of devising a method that would combine the scalability of multigrid with the improved robust-
ness of the ILU methods. It is clear that these methods have much in common with AMG but in general assume
less knowledge about the origin of the algebraic problem and target PDEs that are not necessarily elliptic. Such
techniques may be the key for large-scale multicomponent simulations such as fusion and combustion, where
standard multigrid methods have not been effective.

Whereas earlier studies used multilevel reorderings of ILU for model problems, complex applications re-
quire more sophisticated ingredients. We propose transforming the original matrix problem into a generalized
hierarchical basis (HB) [18], where the problem is much better conditioned. An ILU factorization is then
carried out on this transformed system. Very little additional cost is required in both constructing the pre-
conditioner and recovering the preconditioning operation in the original, nodal basis. Unlike multigrid, simple
methods can be used for coarsening and interpolation, the reason being that the ILU process corrects any errors
made in the transformation stage. (In fact, the preconditioner can be made exact no matter how poor the trans-
formation is.) A perfect hierarchical basis giving optimal convergence rate may be impossible to construct for
many unstructured problems; an imperfect basis coupled with ILU may lead to reliable preconditioners giving
non-optimal, but practical convergence rates. Related ideas have been investigated by Bank and co-authors
[16].

A second approach to taking advantage of the improved robustness of ILU in multilevel preconditioners
is to use them as local solvers or smoothers in a multigrid framework. Block-matrix factorization [9, 56],
which was developed in the mid-1980’s, can be reformulated as multigrid by adding smoothing steps and
appropriately choosing the block partitioning. Recently, we have shown that both ILU and sparse approximate
inverses under certain conditions can be used in these block-matrix factorizations and give optimal convergence
rates on model problems [52]. (Sparse approximate inverses were chosen because they make the preconditioner
easier to parallelize, and automatically give sparse approximate Schur complements.) For more complex
problems, we propose investigating the need to increase the accuracy or change the dropping criterion on
coarser and coarser grids.

For challenging problems, it may also be necessary to improve the accuracy of the sparse approximate
inverses and ILU factors while keeping them very sparse. In this context, it is necessary to study reordering
schemes that consider not just the structural, but the numerical aspects of the problem. One of the few ex-
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amples of this is the greedy algorithms in [58] which use properties of Schur complement matrices to guide
the ordering process. Although accurate ILU factorizations giving improved convergence behavior could be
computed, these algorithms were very costly to run. Building on our earlier work on efficient approximations
to greedy ordering heuristics for full factorizations [112] we plan to incorporate numerical information into
these approximations and test their effectiveness for ILU factorizations.

In addition to the above, we will continue our work on parallel implementations of memory-efficient ILU
factorizations for symmetric matrices and domain-decomposition approaches for nonsymmetric matrices [89].
We also plan to add incomplete factorization functionality in both serial and parallel SuperLU. This work will
be performed with the purpose of integrating high-performance ILU codes into multilevel frameworks.

Many preconditioning techniques are still problem-specific and of trial-and-error nature. We plan to target
our algorithms for the specific applications in this proposal, such as accelerator design. An important part of
the project is to also compare our approaches with others that are available. We will integrate the best codes
into the PETSc and HYPRE packages and make them available to application codes.

3.4.4 Sparse Direct Methods

[Demmel, Li, Ng, Pothen]In a multilevel or multigrid method, sparse direct methods are reliable alterna-
tives for solving coarse grid problems. In addition, sparse direct methods are extremely powerful and robust,
particularly for matrices of moderate to large dimensions and for matrices are ill-conditioned.

We plan to incorporate robust pivoting strategies in both the left-looking solver (PANFCT) and the multi-
frontal solver DSCPACK so that they can handle general symmetric indefinite matrices.

We have studied the problem of optimizing memory resources required by sparse matrix algorithms. We
have developed and analyzed efficient external memory sparse matrix algorithms. The results have led to the
development of I/O efficient algorithms for sparse direct solvers [66]. We will extend OBLIO, our object-
oriented sparse solver library with implementations of these algorithms for terascale computers. We will make
use of OpenMP and MPI to make our implementations portable.

The current 2D matrix-process layout in SuperLU/GESP is critical for maintaining high efficiency on
terascale computers. On the other hand, the 2D sparse matrix distribution requires nontrivial overhead in
bookkeeping, which makes the solver not so efficient on small numbers of processors (e.g., smaller than 32).
We plan to design a version of the solver with 1D data distribution. Intelligent decisions will be made at a
higher level to choose between 1D or 2D, depending on the architectural features and solver needs (such as for
coarse grid solution or preconditioning in a subdomain).

While the numerical factorization in SuperLU/GESP is completely parallelized, the symbolic factoriza-
tion and analysis is not. On the very large machines targeted in this proposal this can become a bottleneck
because of time or more importantly space, since no single processor may have enough memory to perform
the symbolic factorization. In other words, parallelization with even quite modest speedup becomes necessary
for memory scalability. We will work on this, noting that approximations to the matching algorithms used are
often good enough, so that the parallel and sequential semantics may not exactly match.

Selective inversion [84, 119], which is a special form of partitioned inversion [3], has been employed suc-
cessfully to resolve the latency bottleneck caused by multiple solution of sparse triangular linear systems that
have the same coefficient matrix. The idea is to replace the substitution process by matrix-vector multipli-
cations, and hence make parallel triangular solutions more scalable. The current triangular solution phase in
SuperLU/GESP uses the same 2D matrix distribution as in the factorization phase. The more efficient scheme
is 1D distribution in this phase so that partitioned inversion or selective inversion can be incorporated relatively
easily. It may be worth adding a data re-distribution phase between factorization and triangular solution. The
overhead with data re-distribution or selective inversions can be well amortized if more than one solution is
required. Partitioned inversion or selective inversion can also be incorporated into the triangular solution phase
of PANFCT to improve efficiency.
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For GESP, static pivoting is achieved by finding apriori numerical ordering. Sparsity is maintained
by choosing a symmetric ordering using structural information. We plan to develop symmetric ordering algo-
rithms (that preserve the main diagonal) that can be computed from the structure of A alone. The algorithms
are based on local greedy heuristics analogous to Markowitz's scheme, but the nonsymmetric structure will be
maintained. In a later stage, we will also investigate graph partitioning heuristics for this ordering purpose.

In the case of sparse symmetric matrices, we plan to implement a 2-step parallel ordering strategy. The
first step will be based on parallel versions of nested dissection schemes [80, 83, 95, 118] to generate domains,
while the second step will be based on greedy methods [4, 102, 112] applied to the domains. Such hybrids can
be quite effective at reducing fill [85]. The impact due to the choice of separators will be studied. Strategies
for choosing separators, including the notion of look-ahead, will be considered.

3.5 PDE Eigenanalysis

[Demmel, Husbands, Marques, Ng] The problem of finding a number of selected eigenvalues and corre-
sponding eigenfunctions of a differential operator arises in many applications [62, 105, 133, 100, 136]. One
particular area that is critical to DOE’s mission is large-scale computational modeling of the electromagnetic
field within a particle accelerator. Eigenanalysis also comes up in fusion energy sciences and chemical sci-
ences.

We plan to work on the generalized eigenvalue problém= AM z, where the mass matrix/ is sparse
and often symmetric and positive semi-definite. For the accelerator physics simulation, the stiffnes&matrix
is complex symmetric.

Typically, a small number of eigenpairs are desired. A projection method designed to extract desired spec-
tral information from a small-dimensional subspace is appropriate. The shift-invert Lanczos or Arnoldi itera-
tion combined with implicit restart (as implemented in ARPACK) is generally effective for small to medium
sized problems. For truly large problems, the limiting factors are usually the memory requirement for de-
composing the sparse mattk — oM into a product of triangular factors and the efficiency of forward and
backward substitutions. The recent effort [140] in combining DSCPACK and PARPACK to calculate the vibra-
tional modes of large-scale molecular systems on distributed memory machines has indicated that reasonable
parallel speedup can be achieved by incorporating selective inversion [119] into sparse Cholesky factorization.
Our near-term goal is to integrate sparse direct solvers to be developed in this project into sparse eigenvalue
solvers so that a large variety of generalized eigenvalue problems can be solved efficiently using shift-invert
Arnoldi iterations.

When the size of the problem reaches a level for which shift-invert becomes prohibitively expensive, it
is natural to consider replacing the direct solver with a preconditioned iterative solver. However, there are
difficulties associated with this approach:

e One must identify an effective preconditioner to solve a linear system of the(ferm o M )w = v.

e Even with a good preconditioner, one must solve the linear system to a high accuracy to maintain all
the desired properties of a Krylov subspace (even though the accuracy required in the approximate
eigenpairs is well below machine precision). This could potentially be very expensive.

The recently developed Jacobi-Davidson (JD) [125] algorithm addresses the second issue to some extent.
The algorithm can be described as an inner-outer iteration. Approximations to the desired eigenvalues and
eigenvectors are computed in the outer iteration by projecting the matrix géfcl/) to a subspacé’.

The basis vectors of the subspace are constructed by a sequence of inner iterations that provide approximate
solutions to a linear system of the form

(I — (Mq)(Mq)")(K — 0M)(I — (Mq)(Mq)")z = —r, ¢" Mz =0, 1)
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where(#, q) is the current approximation to a desired eigenpairargithe current residual, i.er,= Kq —

0 M q. The solution £) to these equations can be viewed as a first-order correctipr-ience the JD algorithm

shares some similarity with Newton’s method. The algorithm has been used successfully in a number of
applications [30, 131] including the recent work in computing normal modes of large-scale molecular systems
[139]. It has been observed that one does not need to solve the correction equation (1) to full accuracy in
order to produce a reasonable subspace for eigenvalue approximation. However, the issue of how to control
the accuracy of the inner iteration and thus balance the work between the inner and outer iterations remains an
open guestion that we would like to address in this proposed research.

Another approach to interior eigenvalue calculation is related to the recent developments in Truncated RQ
(TRQ) [127] and Truncated QZ iterations (TRZ) [126]. We plan to make further improvements by extending
the basic TRQ and TQZ algorithms to a block variant that will allow us to capture clustered eigenvalues more
efficiently.

The current generation of eigenvalue calculation software typically aims at solving a matrix eigenvalue
problem through algebraic manipulations. These software packages tend to ignore properties of the underlying
PDE from which the matrix eigenvalue problems are derived. A major component of this proposed work is to
develop algorithms and software that will allow us to explore properties of the PDE in a multilevel framework.
(This is especially appropriate for the accelerator simulation in which the differential operation associated with
the electric field to be modeled is elliptic in nature.)

There has been some effort in devising effective multilevel methods for large-scale eigenvalue calculations
since the late 70’s [81, 15, 38, 104, 108]. Some recent work [138] has been done on combining a multigrid
solver with the Jacobi-Davidson algorithm to compute the interior eigenvalues of an elliptic differential opera-
tor. A multigrid solver can be viewed as a preconditioner for the inner iteration. Because the correct equation
(1) has a special structure, the construction of the interpolation and restriction operator must take the additional
projection] — (Mq)(Mgq)" into account. An interpolation and restriction operator suitable for solving a pro-
jected equation has been developed in [138]. One of the main advantages of using a multigrid solver for the
inner iteration is that it can be parallelized easily on distributed-memory machines. Scalable performance can
be achieved on a variety of platforms with hundreds or thousands of processors. In addition to using multigrid
in the inner iteration, we also plan to investigate the convergence property of using a standard iterative solver
combined with a multilevel ILU preconditioner in the inner iteration.

Like Newton’s method, the correction process in JD is a local procedure that converges rapidly only when
the starting point is sufficiently close to the solution. The global convergence of the JD algorithm assumes that
approximate eigenpairs are available. Under a multilevel framework, the initial approximation can be obtained
by solving the eigenvalue problem on a coarse grid first (using perhaps shift-invert Arnoldi) and interpolating
the coarse-grid solution to a fine grid.

This approach is already used in the SPAM (Subspace Projected Approximate Matrix Modification of the
Davidson Method) [124], developed at ANL. The method is based on subspace projections of a sequence of
one or more approximating matrices. These matrices represent different levels of approximation of the exact
matrix. The role of the approximating matrices is to improve the efficiency of the solution of the desired eigen-
pairs by reducing the number of matrix-vector products that must be computed with the exact matrix. Thus,
even though more matrix-vector products may be required with this approach, the number of exact matrix-
vector products and the total computation time can be reduced. The SPAM method is related to multigrid-like
techniques and cascadic methods.

We propose to develop a parallel implementation of SPAM and exploit preconditioning technology within
the PETSc software environment. We also will investigate the extension of this approach to the solution of
linear systems. This work is collaborative with R. Shepard and A. Wagner (DOE/BES). Application of the work
proposed here specifically focused on computational chemistry problems dealing with MRSDCI calculations
and CRP simulation will be conducted under the “Advanced Software for the Calculation of Thermochemistry,
Kinetics, and Dynamics,” (A. Wagner, Principal Investigator) SciDAC center.
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3.6 PDE Software Integration and Deployment

[Falgout, Ng, Smith] Under the TOPS ETC, the software will be developed, maintained, and deployed in a
hierarchical manner. The framework will encompass three software suites (one for LBNL, ANL, and LLNL)
and each suite will contain several packages. A single unified website will allow users to quickly obtain their
required software, documentation, and contact information. Each package will have its own support team with
a direct e-mail route for contact. If the author of a package, for whatever reason, is no longer able to support
the package, responsibility for its maintenance will be transfered to the team of another package in the same
laboratory suite. If a laboratory, for whatever reason, declines to support any of its packages, the responsibility,
along with associated funding, will be transfered to an alternative. Additional obligations with regard to the
TOPS software are listed in Section 4.2. (It is implicitly assumed here that universities are generally not set up
to maintain software over the long-term of transient personnel and project funding. Hence, while innovation
from the universities is critical in all other areas of this project, activities closely related to code integration,
maintenance, and support of university-originated codes will be taken over by the laboratory with the closest
associated code suite.)

Figure 2 lists against axes of laboratory (across) and algorithmic family (down) the software suites we
propose, as of this point, for development and maintena®omeof the interoperability that we already have
or anticipate is shown. (The arrows in this figure show the main interoperability capabilities of the PETSc
Suite, as an example. There are many other interoperability combinations planned involving the other suites
that are not shown here. Interoperability with the products of other ETCs and applications codes is not shown
at all.)

LBNL Suite ANL Suite LLNL Suite
Optimization TAO Veltisto
Time evolution , - P\(ode
Nonlinear solvers ."-, FAS* KINSOL
Eigenanalysis ‘ : |
¥
Linear solvers - > hypre
DSCPACK=__2--"" “ .- ESI
PANFCT =~
* Packageto bedeveloped ------ =~ To be developed
—— Current usage TN PETSc suite

Figure 2: An arrow from A to B indicates thatA usesB. Asterisked packages and dashed interoperability
connections are to be developed as part of TOPS. The other packages exist in at least stand-alone form, but
will be further developed, integrated, and supported as part of this project.

All new software developed will use MPI (and when appropriate, OpenMP) to provide the scalable par-
allelism. Most of the software will be written in C or C++ though portions may be written in Fortran 77/90.
Each package group will develop and support interfaces for C, C++, and Fortran. In most cases these will
be relatively simple wrappers that map between languages. The interfaces may also be provided via a SIDL
(scientific interface definition language) implementation: the LLNL package BABEL. All software will con-
form to the CCA, ESI, and FEI standards, allowing easy interoperability with other compliant software. It
is important to note that conformity with CCA, ESI, and FEI implies existence of a set of interfaces for the
package that match the appropriate standard. A package may also provide other custom interfaces. In general,
we expect each package to provide several interfaces for different classes of users.

To ensure code portability, correctness, and performance, we will develop an automated test system as we
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develop the interfaces and implementations; to ensure conformance to the ESI and FEI standards, we will use
their corresponding test suites.

In order to propagate the usage of the TOPS software we will provide two “integrated” tutorials via the
Access Grid each year. These tutorials wilit be organized around packages (wherein each author gives a
separate presentation of his or her package) but rather acmmmputational taskg-or example, one presenta-
tion may be on solving sparse blocked linear systems and another on optimization subject to a PDE constraint.
The materials (slides and demos) for the tutorials will be available and maintained at the TOPS website.

3.7 PDE Software Performance

[Demmel, Dongarra, Keyes, Smith]Straightforwardly implemented multilevel methods are generally mem-

ory bandwidth limited and thus seriously underutilize a CPU's floating-point system (getting perhaps 10 per-
cent or less of the peak floating-point performance). This ETC will investigate novel algorithmic variants and
implementation techniques to take advantage of the cache-based memory hierarchies in today’s systems. Our
experience hand-tuning grid-based codes [77] will feed into our automated matrix-based approaches. We will
work closely with the Performance and Benchmarking ETC to standardize and propagate optimization tech-
niques. The ATLAS system will be extended to provide automatic techniques for producing optimized code
for various processors.

3.7.1 Automated Empirical Optimization of Software (AEOS)

Our proposed research on a method for the Automated Empirical Optimization of Software (AEOS) addresses
this problem directly by providing the knowledge and tools necessary for creating software performance opti-
mizations that are both portable (across differing architectures) and persistent (across evolving versions of the
same architecture). The AEOS method replaces difficult and tedious hand-coded tuning with an approach that
combines automated code generation and experimental timings to generate a systematic, high definition map-
ping of the key parameters of a target hardware platform, and then uses the map to optimize the performance
of selected kernels and software operations. Having already developed a highly successful proof-of-concept
prototype for linear algebra, our goal in the research proposed here is to expand the limits of performance
portability using the AEOS method, laying the foundation for a new generation of self-adapting high perfor-
mance libraries and contributing to the development of innovative compiler strategies for scientific computing.
In particular we will:

e Conduct fundamental research that extends and perfects the AEOS method by enlarging the range and
power of its automated optimization techniques, including the addition of capabilities for application-
specific, run-time, and parallel tunings;

e Encode the positive results of this research in software, both by integrating them into our model AEOS
library (ATLAS) for linear algebra, which is already in wide distribution, and by generalizing them to
create an AEOS Toolbox that programmers can use to make software components of all kinds self-adapt
for high performance; and

e Widely disseminate both our discoveries regarding the AEOS method and the software that encodes
them so as to dramatically narrow the gap between the pace of processor development and application
speed up for a broad range of scientific software.

The proposed research will push the exploration of the AEOS methodology forward along four comple-
mentary lines. First, it will expand the capabilities of our ATLAS prototype to cover more operations (e.g.
packed, banded, and Level 1 BLAS) and to permit application-specific customizations. This work will both
lay the necessary foundation for the other two phases of the effort and also provide the scientific computing
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community with the immediate benefits of new AEOS-optimized libraries for these important cases. Second,
it will support an in-depth investigation of the potential of run-time extensions of the AEOS methodology,
focusing on the difficult but critically important area of sparse matrix computations. Third, it will begin to
extend the AEOS method from serial to parallel computations, examining the possible benefits to be derived
from the optimization of communication libraries. Finally taking the next logical step, we will explore a range
of numerical algorithms for exploitation of the AEOS methodology, especially multilevel methods for multi-
component systems of PDEs. While we believe that the progressive expansion and generalization of the AEOS
method across these four areas of interest will naturally lead to additional optimized libraries for the commu-
nity, an important, overarching goal of the work is to clarify and formalize the different aspects of the AEOS
method so as to facilitate the incorporation of its results into the ongoing work of the hierarchical algorithm
software and library development communities.

3.7.2 Problem-dependent Tuning

An important design issue in tuning is the extent to which the tuned algorithm depends on problem details
known only at runtime. In the case of matrix-multiplication, the problem dimensions are only known at
runtime, but tuning can still be done off-line. In the case of sparse-matrix-vector-multiplication [90, 91, 92],
having the sparsity structure is essential, and it is probably only known at runtime.

Higher-level algorithms can also be tuned based on runtime data. Many ILU algorithms take as input
several parameters that determine which non-zero elements to keep in the factors. Since choosing the best
settings for these parameters is a complex process that frequently involves trial and error, we believe a system
that could examine the performance results over a range of parameter settings and then suggest good parameter
values would be valuable.

3.8 Milestones

Milestones are given in some detail for Years 1 and 2 and in less detail for Years 3 through 5. Milestones
for code packaging, maintenance, support, and training are omitted from this year-by-year list since they are
implicit; see§4.2. The granularity of “milestone” here is approximately one per university, and two to three
per lab, per year.

e Year 1:
— Develop a common mathematical framework for describing the FAS, truncated Newton-Krylov-
Multigrid, nonlinear Schwarz families of algorithms.

— Complete a prototype algebraic nonlinear multigrid code leveraging current linear algebraic multi-
grid software.

— Document a convergence comparison of Newton-Krylov, nonlinear multigrid, and Picard nonlinear
solvers for nonlinear elliptic or parabolic systems arising in an application of interest.

— Design, implement, and test on thousands of processors a common interface for ADIC, TAO and
VELTISTO libraries to enable steady-state PDE-constrained optimization.

— Benchmark the use of interior-point and augmented Lagrangian methods of selected PDE-constrained
problems.

— Document the status of research on new compatible relaxation AMG algorithms, assessing the
potential of this approach for solving difficult problems such as Helmholtz and systems of PDEs.

— Demonstrate the use of parallel FAC and AMG algorithms on structured AMR problems using the
semi-structured grid interface.
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Document the performance of spectral AMGe on systems of elliptic PDESs.

Complete parallel implementations of ILU factorizations.
Incorporate 1D data distribution into SuperLU/GESP.

Improve the performance of parallel triangular solution in PANFCT, SuperLU, and GESP using
partitioned inversion/selective inversion.

Incorporate state-of-the-art sparse direct solvers into shift-invert Arnoldi codes, such as ARPACK
and PARPACK.

Evaluate and benchmark the new eigensolvers using an accelerator physics application and others.

Implement a prototype HB ILU code; use this code to test the usefulness of the algorithm on
various problems. If appropriate, determine strategies for its parallelization.

Complete algorithmic design of Holy Grail eigensolver.

Document automatic performance tuning studies on computational kernels of most interest to part-
ner SciDAC users.

e Year 2:
— Complete a new version of KINSOL providing for application of grid continuation in the context

of nonlinear elliptic problems and for lagging nonlinearities in the Krylov basis.

— Document performance and convergence comparisons of grid continuation methods applied to
Newton’s method and of lagged nonlinearities in the Krylov basis for Newton-Krylov methods
with standard Newton’s method and Picard iteration.

— Design and prototype parallel interior-point methods for inequality constraints in PDE optimiza-
tion.

— Evaluate the use of multigrid techniques for optimization problems with PDE-constraints.

— Design and implement optimal checkpointing schemes for adjoint time-dependent PDE sensitivi-
ties and optimization.

— Extend SensPVODE to compute adjoint sensitivities for several time-dependent, application-based
test problems.

— Document the parallel performance of FAC solvers in structured AMR SciDAC codes using the
semi-structured grid interface.

— Extend the spectral AMGe method to FOSLS formulations of non-elliptic dominated PDEs.

— Benchmark ILU preconditioners against other work and incorporate the best preconditioners into
HYPRE and PETSc.

— Implement a multilevel block ILU code, including different dropping strategies at each level, and
different local reorderings to improve accuracy.

— Incorporate parallel symbolic factorization into SuperLU; produce ILU version of SuperLU.
— Implement symmetric Markowitz’s scheme for nonsymmetric matrices.

— Benchmark the 2-step ordering algorithm that combines parallel nested dissection and local greedy
heuristics.

— Incorporate multilevel ILU preconditioners into our eigensolvers, and evaluate and benchmark the
eigensolvers.

— Provide tuned kernels for particular DOE platforms.
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e Years 3-5:

— Add optimizations to integrated software tools for nonlinear systems using AEOS infrastructure.

— Incorporate nonlinear additive Schwarz into the LNKS optimization code, as a nonlinear precon-
ditioning, and compare against more conventional robustification techniques for constrained opti-
mization.

— Complete an initial parallel version of a structured grid nonlinear multigrid code leveraging linear
structured grid multigrid software technology.

— Document convergence comparisons of Full Multigrid cycles, V-cycles and W-cycles for nonlinear
multigrid methods on a suite of application test problems.

— Release a parallel, algebraic nonlinear multigrid code with options for fully coupled and point
smoothers and solution-dependent interpolations targeting nonlinear elliptic systems with scalar
and tensor nonlinearities.

— Implement, harden, deploy, and test very large scale optimization algorithms for time-dependent
PDEs with inequality constraints

— Incorporate and benchmark multigrid techniques in combination with interior-point methods for
PDE-constrained problems.

— Complete an extension of SensPVODE to successively apply forward and adjoint sensitivity tech-
niques for identifying the most greatly amplified initial errors within a simulation.

— Document a performance comparison of using sensitivities within a power method and a Lanczos
iteration for estimating maximal error amplification for PDEs.

— Extend AMG and AMGe work to structured AMR and overset grid problems to develop robust
new methods that exploit grid structure for added efficiency.

— Extend AMGe to saddle-point problems coming from mixed finite-element discretizations.

— Implement multilevel approximate inverse preconditioners.

— Implement ordering algorithms for ILU and approximate inverses, and evaluate their effectiveness
on problems from fusion applications.

— Investigate graph partitioning ordering heuristics for nonsymmetric matrices in the context of
GESP.

— Develop criteria for controlling the accuracy of the inner iteration in Jacobi-Davidson algorithm
and evaluate the criteria using the accelerator physics application.

— Develop and implement block variants of TRQ and TQZ algorithms, and evaluate their effective-
ness.

— Incorporate Holy Grail into sparse eigensolves.

— Generalize performance tuning to other kernels on arbitrary platforms.

— Provide feedback to our SciDAC ETC partners on their software and respond to their feedback on

ours, so that “the rails meet and the golden spike is driven,” and the new functionality being created
throughout the SciDAC initiative can be combined.

— Develop tutorial examples from experiences with our SciDAC application partners that demon-
strate how to apply our software and that illustrate some of the valuable insights available from
sensitivity, optimization, and modal analysis studies.

Our ultimate milestone is restated from Section\We intend through these steps to upgrade the per-
formance and practical usability not just of PDE solvers, but of the scientific process of which numerically
simulating a PDE is a part.
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4 Consortium Arrangements

4.1 Other SciDAC ETCs

We have special interests in the interaction of multilevel solvers with adaptive mesh refinement (AMR) tech-
nology, since both exploit a mesh hierarchy, for complementary reasons. We have exchanged letters (see
Appendices) of commitment with the AMR ETC, which plans to dedicate personnel to interact with our ETC
on this issue. We will also work closely with the TSTT ETC developing the most appropriate abstractions and
code to manage “mesh hierarchies” needed by multilevel methods.

The tools developed by the Performance and Benchmarking ETC will be applied to and directly influence
our work on high performance for multilevel methods. We share a co-PI with this ETC.

The tools of the Visualization ETC will enable runtime and post-processed advanced visualization of the
PDE solutions. Moreover, parallel runtime visualization is critical to understanding and improving the perfor-
mance of iterative solution methods.

Tying this all together will be the Common Component Architecture (CCA) ETC and the two standards
for solvers: ESI and FEI. As discussed above, all of our software will provide interoperability via these DOE
standards.

4.2 SciDAC Application Groups

We plan formal ties to three applications efforts under SciDAC, and have exchanged letters of commitment
with them (see Appendices). The Princeton fusion group has been using PETSc for several years and has
committed to work closely with the ETC as we expand the software base. Co-Pls of the LANL fusion group
work already with the TOPS ETC Director [99, 109] on physics-based matrix-free Newton-Krylov solvers,
and future collaborations between these groups will be coordinated for complementarity. The ORNL-based
astrophysics SciDAC team will work with the TOPS Center to get needed algebraic linear solvers into their
simulations. The LBNL-based 21st Century Accelerator team is depending upon the TOPS Center for advances
in eigensolvers and in PDE-constrained optimization.

In addition, we will seek to be advised by several other applications groups within the DOE to strive
for relevance and software technology transfer. An ANL/PNNL SciDAC team in quantum chemistry has
incorporated PETSc in its past work and needs of scalable linear solvers and eigensolvers that we are interested
in developing. The tokamak edge plasma SciDAC team from LLNL is in need of both time integration and
scalable linear solvers, and is also interested in working with the TOPS Center. We will work with other DOE
sponsored application groups whose simulations involve PDEs. Our current software packages have well over
a hundred active DOE, university, and industrial users who have contributed invaluable suggestions and code
back into our development cycles.

4.3 Internal Collaboration

The ETC director, Keyes, will coordinate technical integration, oversee the logistics of schedule and budget,
and represent the ETC to DOE. A technical lead will be responsible for each of the topical aream-
tegrators and linear solvers Falgout,nonlinear solvers and software integration and deploymefmith,
optimization— Moré, eigenanalysis and direct method#g, andsoftware performance Keyes. An advisory
committee consisting of a representative from each of the tightly collaborating application centers, the AMR
ETC and the TSTT ETC, plus the senior co-Pls in this ETC will provide technical oversight. There will be
guarterly meetings of the technical advisory committee, as well as more frequent, informal meetings, via the
Access Grid. Falgout, Smith, and Ng will also serve as “line managers” of the personnel charging to the ETC
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at their respective laboratories. Since these three also share in the technical coordination, cross-laboratory
responsibilities will be readily communicated.

Many interchanges of personnel are anticipated. Keyes presently spends approximately 25% of his time at
LLNL (also convenient to Berkeley) under separate arrangements that are expected to continue into the early
years of this Center, at least. Keyes also visits ANL, where he has graduate RAs in residence and pre-existing
collaborations, approximately five times per year. Falgout plans a sabbatical at UC-Boulder during the first
year of this Center, which will be concentrated on its goals. Other such arrangements, in both directions, are
possible and will be encouraged and made feasible by this Center.

Some of the university work will be done by graduate research assistance at appropriate points in their
careers. These RAs will also spend internships with laboratory partners.

Obligations that the participants have to the ETC include:

e Each research effort will either (a) be developing solution techniques that use a “hierarchy of approx-
imations” to effect a nearly optimal complexity solution, or (b) be developing techniques that enable
them. For example, an ETC member would not be developing amevi) algorithm or preparing op-
timizations for coding such algorithms. BUT a member may be developing a new parallel Gauss-Seidel
smoother or an efficient implementation, for use inside a multigrid code.

e Each researcher will interact on a regular basis with the other team members on algorithmic and software
issues and hierarchy of approximation issues.

e Major sites will acquire and maintain or have access to an Access Grid node. These nodes will be
available for both formal and informal ETC meeting®r example, a AG node that required scheduling
a month in advance would be unacceptable.

e Software issues:

(a) All software developed in the ETC will be usable from HYPRE or PETSc in a “natural” way.

(b) All software developed in the ETC will leverage off other ETC software, i.e., it will use parts of
other ETC software (when possible) to provide part of its core functionality rather than duplicating
work. For example, if a new “grid-based” preconditioner is being developed it will use the grid-
based solver interfaces defined by HYPRE, rather than another custom interface to the geometry.
N.B.: (a) and (b) do not imply that all ETC software developed must be part of PETSc or HYPRE.
Stand alone software (for example a stand alone direct solver) may be developed and supported,
but it will come with more than a “bolted-on after-thought” interface to the other ETC software.

(c) Each software component developer will respond in a timely manner to bug reports, usage guestions
and requests for additional functionality from other ETC members, as well as application users.

(d) Except possibly for early prototypes, all software will be written to run in parallel on the current
and next generation of machines using MPI.

(e) Except possibly for early prototypes all software will be written to be portable to the common
versions of Unix (Linux, solaris, AlX, IRIX) as well as Windows.

() Coding groups will provide transparent access to their software on an on-going basis, for example,
via the Web.

(g) Coding groups will select their own (if any) revision control systems and coding standards.

When issues over these obligations arise they will be mediated by the ETC director. If not resolved to
mutual satisfaction, they will be discussed by the director and four primary lab co-Pls and, if need be, resolved
by a vote with one vote per lab.
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5 Budget

We request an initial base budget of approximately $4M per year to achieve our objectives of research, de-
velopment, deployment, and support. These resources concentrate at the laboratories, where there are specific
code maintenance responsibilities.

Each of the nine participating organizations presents its own budget and will be considered as a prime
contractor in this common proposal. Budget justifications accompany individual organizational budgets. In
particular, brief synopses of which personnel are attached to which projects are furnished therein. (Together,
these serve as a complementary index to the listings of personnel by topic in Section 3.)

Most of the universities participating in this Center request inflationary increases at constant level of effort
in the out-years of activity.

The laboratories participating in this Center request both inflationary increases for their base budget per-
sonnel through the out-years of the proposal, and also additional personnel increments in Years 2 and 3. With
anticipated growth in demand for TOPS software, as it acquires a broader user community, we anticipate the
need to train new staff in its use and maintenance, and new consulting responsibilities. These will be the prime
applications of the incremental resources at LLNL and LBNL.

In addition to supporting its own suite of codes for a broader audience, Argonne will further develop their
C-based Automatic Differentiation software for PDE-oriented uses, as mentioned in this proposal.

In the event that the additional inflationary resources do not become available, the levels of effort associ-
ated with the Center will decrease accordingly, since almost all of the support is allocated to people. These
reductions would not be simply “across the board,” although we do not anticipating cutting out any institutional
partner altogether. First, we would seek to identify leveraging possibilities that would preserve the “compre-
hensive” coverage of this PDE-oriented software suite. Second, we would curtail new research under this
Center and concentrate on hardening and supporting already existing code investments. Third, we would re-
gretfully sacrifice code projects in the areas that are auxiliary to our PDE-oriented core of nonlinear and linear
solvers: the optimization and eigenanalysis efforts. Nevertheless, we emphasize that these code capabilities
belong together with the PDE solvers, since users of the latter should have transparent access to the former, as
well.

In the event that the incremental resources do not become available, level of external support will not rise
to match the anticipated demand. Nevertheless, no eager “client” group will be turned away. Rather, clients
will be expected to contribute more of their own personnel to enable fruitful collaborations, and the rate of
technology transfer will be somewhat slower.
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6 Other Support

Current and pending support for each named senior investigator is detailed in the institutional financials.
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7 Biographical Sketches

TOPS Center participants are drawn from three DOE labs and six universities, as listed alphabetically by
organization below. Biosketches from the lead investigator at each organization and certain thrust leaders are
also included in this section, alphabetically by individual.

Argonne National Laboratory
Lead co-PI: Barry Smith
Co-Pls: Steve Benson, Jorge Moifodd Munson

Lawrence Berkeley National Laboratory
Lead co-PI: Esmond Ng
Co-Pls: Parry Husbands, Xiaoye Sherry Li, Osni Marques

Lawrence Livermore National Laboratory
Lead co-PI: Rob Falgout
Co-Pls: Edmond Chow, Steve Lee, Panayot Vassilevski, Carol Woodward

Carnegie Mellon University
Lead co-Pl: Omar Ghattas

New York University
Lead co-PI: Olof Widlund
Co-PI: George Biros

Old Dominion University
Lead co-PI: David Keyes
Co-PI: Alex Pothen

University of California-Berkeley
Lead co-Pl: James Demmel

University of Colorado-Boulder
Lead co-Pl: Steve McCormick
Co-PlIs: Xiao-Chuan Cai, Tom Manteuffel

University of Tennessee
Lead co-PI: Jack Dongarra
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